‘Organic Mass Spectrometry 


1984 Volume 19 


ORMSBG 19(1-12) 1-650 (1984) 
ISSN 0030—493X 


Wiley Heyden 


\ 

eo q 

=) 


Organic Mass Spectrometry 


THE INTERNATIONAL JOURNAL OF MASS 
SPECTROMETRY AND GAS PHASE ION CHEMISTRY 


EDITOR-IN-CHIEF 


Professor ALLAN MACCOLL 
University College, 20 Gordon Street, London WC1H OAJ 


Editorial Assistant 


Dr MARGARET N. MRUZEK 
University College, 20 Gordon Street, London WC1H OAJ 


REGIONAL EDITORS 


North America 
Professor J. L. HOLMES 


Department of Chemistry, University of Ottawa, Ottawa, Ontario 
9B4, Canada 


Associate Editor 

Dr R. T. B. RYE 

Department of Chemistry, Concordia University, Sir George Williams 
Campus, Montreal, P.Q. H3G 1M8, Canada 

Europe 

Professor H.-Fr. GRUTZMACHER 

Fakultat fiir Chemie, Universitat Bielefeld, 48 Bielefeld, Universitats- 
Strasse 

USSR 

Professor N. K. KOCHETKOV 


N. D. Zelinsky Institute of Organic Chemistry, Academy of Sciences 
of the USSR, Moscow B 334, Leninsky prospect 47 


Associate Editor 


Professor O. S. CHIZHOV 

N. D. Zelinsky Institute of Organic Chemistry, Academy of Sciences 
of the USSR, Moscow B 334, Leninsky prospect 47 

Australasia 

Professor P. J. DERRICK 

Chemistry School, University of New South Wales, P.O. Box 1, 
Kensington, NSW 2033, Australia 

Japan 

Professor A. TATEMATSU 

Faculty of Pharmacy, Meijo University, Showa-ku, Nagoya 


ASSISTANT EDITOR 
Dr M. A. BALDWIN 


The School of Pharmacy, University of London, 29/39 Brunswick 
Square, London WC1N 1AX 


ADVISORY BOARD 


Prof. T. Ast, University of Belgrade 
Prof. J. A. Ballantine, University College of Swansea 
Prof. H. D. Beckey, University of Bonn 
Prof. J. H. Beynon FRS, University College of Swansea 
Prof. H. Budzikiewicz, University of Cologne 
Prof. A. Cornu, Centre d’Etudes Nucléaires, Grenoble 
Prof. G. Dijkstra, Rijksuniversiteit Utrecht 
Prof. C. Djerassi, Stanford University 
Dr H. W. Fehlhaber, Farbwerke Hoechst AG, Frankfurt 
Prof. M. Fétizon, University of Paris 
Dr M. Gross, University of Nebraska 
Dr V. Hanus, Czechoslovak Academy of Sciences, Prague 
Prof. A. G. Harrison, University of Toronto 
Dr I. Howe, Cambridge University 
Prof. K. R. Jennings, Warwick University 
Dr F. P. Lossing, University of Onawa 
Prof. F. W. McLafferty, Comell University 
Dr J. K. MacLeod, Australian National University, Canberra 
Dr A. Mandelbaum, Technion, Haifa 
Dr S. Meyerson, Standard Oil (Indiana), Naperville, Illinois 
Dr G. W. A. Milne, National Institutes of Health, Bethesda 
Dr R. C. Murphy, University of Colorado Medical Center 
Dr R. I. Reed, University of Glasgow 
Dr J. J. de Ridder, Organon International B.V., Oss 
A. Selva, Milan Polytechnic 

J. S. Shannon, University of New South Wales 


f. R. H. Shapiro, James Madison University, Virginia 
Dr R. Stradling, Kratos Ltd., Manchester, UK 
Dr J. F. J. Todd, University of Kent, Canterbury 


Dr E. S. Waight, Imperial College, London 
Dr D. H. Williams, Cambridge University 


Copyright © 1984 by Wiley Heyden Ltd 


COPYING OF ARTICLES 
The code and the copyright notice appearing at the bottom of the first page of an article in this journal indicates 
the copyright owner's consent that copies of the article may be made for personal or internal use, or for the 
personal or internal use of specific clients, on the condition that the copier pay for copying beyond that 
permitted by Sections 107 or 108 of the U.S. Copyright Law. The per-copy fee for dach article appears after the 
dollar sign, and is to be paid through the Copyright Clearance Center Inc. This consent does not extend to other 
kinds of copying, such as copying for general distribution, for advertising or promotiona! purposes, for creating 
new collective works, or for resale. Such permission requests, or other inquiries, should be addressed to the 


publisher. 


— 


Contents of Volume 19 


NUMBER 1 JANUARY 1984 


Metastable Decompositions of Cyclopentanol Ions and [C,H,,O]* lons with the Oxygen on 
the First Carbon 


C. E. HUDSON AND D: J. McADOO 


Isomeric [C,H,]* Ions: Their Identification and Generation in Dissociative lonizations 
A. A. MOMMERS, P. C. BURGERS, J. L. HOLMES AND J. K. TERT OUW 


A Fast Atom Bombardment and Field lonization/Field Desorption Study of Some Isomeric 
Unsaturated Dicarboxylic Acids 10 


J. W. DALLINGA, N. M. M. NIBBERING, J. VAN DER GREEF AND M. C. TEN NOEVER DE BRAUW 


The Structure of [C,H,N,]“and [C,H,N,]* Ions Formed from Vinylimidazoles, Studied by 
Collisionally Activated Dissociation Mass Spectrometry 16 


M. W. E. M. VAN TILBORG, J. J. VAN HOUTE AND J. VAN THUIJL 


The Cleavage of a CC Double Bond after Chemical Ionization with NO*—A Complex 
Rearrangement Process 23 


G. J. BUKOVITS AND H. BUDZIKIEWICZ 


Fragmentations of 5,5-Diphenylmonothiohydantoins and their N- and S-Methyl Derivatives 
after Electron Impact 27 


U. L ZAHORSZKY, J. NYITRAI AND K. ZAUER 


Mass Spectra of Halogenated Esters: 5—Chlioromethyl Esters of Aliphatic C,-C,, n-Carboxylic 
Acids and Their Monochiozinated Derivatives 


I. O. O. KORHONEN 


Mass Spectral Studies of Alkylbenzenesulphonic Acids Through Their S-Benzylisothiouronium 
Salts 


A. BORTHAKUR AND V. S. B. RAO 


Forthcoming Meetings 


NUMBER 2 FEBRUARY 1984 


REVIEW PAPER: Graphical Aids and Scanning Modes for Tandem Mass Spectrometry 
C. G. MACDONALD AND M. J. LACEY 
Mechanism for Semiquinone Formation in the Oxygen Negative Chemical Ionization Mass 
Spectrometry of 2,3,7,8-Tetrachlorodibenzo-p-dioxin 

R. K. MITCHUM, W. A. KORFMACHER AND J. R. ALTHAUS 
Stereochemical Applications of Mass Spectrometry: 3—Energy Dependence of the Fragmenta- 
tion of Stereoisomeric Methyicyclohexanols 

A. G. HARRISON AND M. S. LIN 
Mass Spectra of Some Tetrasubstituted 4,4'-Biisoxazoles and 4,4'-Methylendiisoxazoles 
N. FILIPOVIC-MARINIC AND I. SUSNIK-RYBARSKI 
The Isomerization Mechanism of Alkylamines: Structure of [C,H,N]* and [C,H,N]* Fragmeat 
Tons 
H. E. AUDIER, A. MILLIET, G. SOZZI AND J. P. DENHEZ 


ORGANIC MASS SPECTROMETRY, VOL. 19, 1984 iii 


: 
54 
J 
| 
55 
63 
67 
72 
79 


CONTENTS OF VOLUME 19 


Mass Spectrometric Studies of Dithiophosphinato Metal Complexes 
S. HEINZ, H. KECK AND W. KUCHEN 


Conjugated Schiff's Bases: 16—Substituent Effect on Electron Impact Fragmentation of Some 
1-Oxa-4-azabutadienes 


J. MOSKAL, A. MOSKAL AND K. NAGRABA 

Mass Spectra of Halogenated Esters: 6—Methyl Esters of Some Trihalogenated Propanoic and 
Butanoic Acids 

I. O. O. KORHONEN 


Mass Spectra of Chlorinated Aromatics Formed in Pulp Bleaching: 2—Chlorinated Guaiacols 
J. KNUUTINEN AND L. O. O. KORHONEN 


Letters to the Editor 


Poly(ethyleneglycol) as a Calibrant and Solvent for Fast Atom Bombardment Mass Spec- 
trometry: Application to Carbohydrates 


L. J. GOAD, M. C. PRESCOTT AND M. E. ROSE 

The Use of Reactive Collisions in Tandem Mass Spectrometry for the Differentiation of 
Isomeric Structures 

D. D. FETTEROLF, R. A. YOST AND J. R. EYLER 


NUMBER 3 MARCH 1984 


Fast Atom Bombardment Mass Spectrometry of Non-volatile Organometallic Compounds. 
Rhodium, Iridium and Platinum Complexes Containing a Cumulene Ligand 


T. R. SHARP, M. R. WHITE, J. F. DAVIS AND P. J. STANG 


Mass Spectrometry of Organic Compounds of Group V Elements: 7—N-Alkoxyamines 


R. G. KOSTYANOVSKY, A. P. PLESHKOVA, V. N. VOZNESENSKY, V. F. RUDCHENKO AND S. SH. 
TROKHOVA 


Phosphoric Amides: 7—Mass Spectrometry of Phosphoric Amido Esters: Fragmentation 
Patterns and Migratory Aptitudes 


B. DAVIDOWITZ AND T. A. MODRO 


Fragmentation Reactions of Some Aliphatic Esters in the NCI(F) and NCI(NH,) Mass 
Spectra 
H.-FR. GRUTZMACHER AND B. GROTEMEYER 


Further Investigation of the Mass Fragmentation of Dinucleotide Analogues Containing the 
6-Azauracil Moiety 


J. JANKOWSKA, B. GOLANKIEWICZ AND K. GOLANKIEWICZ 


The Mass Spectra of Nitrosulphanilamides. Observation of Thermally Generated Products from 


A. M. ABDEL-HALIM, J. N. BILTON AND E. S. WAIGHT 


Letters to the Editor 


Two Different [C,H,N]* Ion Structures Detected by Photodissociation Experiments 
M. W. E. M. VAN TILBORG, J. VAN THUUJL AND W. J. VAN DER HART 


Isomerization of Gaseous Isopentanoic Acid Cations: Formation of the m/z 74 lon 
H. E. AUDIER AND G. SOZZI 


lv ORGANIC MASS SPECTROMETRY, VOL. 19, 1984 


113 


CONTENTS OF VOLUME 19 


Isomerization of 1-Cyclopentyimethylamine 
H. E. AUDIER, J. P. DENHEZ, A. MILLIET AND G. SOZZI 


Book Review 


NUMBER 4 APRIL 1984 


A Study of the Electron Impact Induced Retro-Diels-Alder Process with Selected 
153 


M.-J. BOBENRIETH, L. A. LEVY AND J. R. HASS 


A Correlation Between Fragment Intensity and Critical Energy in Collisional Activation of 
Some Ions Produced by Electron Impact 


M. M. BURSEY, D. J. HARVAN, J. R. HASS, E. I. BECKER AND B. H. ARISON 
Energy Transfer in the Collision Induced Decomposition of Peptide Ions Formed by Field 
Desorption 

G. M. NEUMANN AND P. J. DERRICK 


Mass Spectral Fragmentation and Rearrangement of Isatin Derivatives 
N. P. PEET AND R. J. BARBUCH 


Comparison of ‘Soft Ionization’ Techniques with Electron Impact Mass Spectrometry for 
Desoxinojirimycin and Folic Acid Derivatives 


C. WUNSCHE, A. BENNINGHOVEN, A. EICKE, H.-J. HEINEN, H. P. RITTER, L. C. E. TAYLOR AND 
J. VEITH 


Accurate Linked Scans Based on Digital Real Time Mass Linearization and Function 
Generation 
F. FRIEDLI 
The Isomerization of 1,4-Cyclohexadiene Ions to the 1,3-Cyclohexadiene Structure as Studied 
by Photodissociation 

P. N. T. VAN VELZEN AND W. J. VAN DER HART 


Field Ionization and Electron Impact Mass Spectra of Cycloolefins 
S. RANG, T. STRENZE, M. MUURISEPP AND O. EISEN 


Letters to the Editor 


Contributions to the Study of Some Heterocycles: 58—Mass Spectra of 2-Phenyl-4-carbory- 
and 5-Carboxy-thiazoles 196 


H. DEMIAN, |. SIMITI AND N. PALIBRODA 


Time-dependent Mass Spectra and Breakdown Graphs. The Kinetic Shift in Phenol 
C. LIFSHITZ AND S. GEFEN 


Gaseous [C,H,S]* Ions 
C. PARADISI, G. SCORRANO, S. DAOLIO AND P. TRALDI 


Ammonia in the Ion Source: 1—Negative lon Chemical Ionization of Phenols 
G. B. ANDERSON, R. G. GILLIS, R. B. JOHNS, Q. N. PORTER AND M. G. STRACHAN 


An Unusual Many-bond Rearrangement in lonized Endosulphan 
V. HANUS, F. TURECEK AND V. CERNA 


Unusual CN" Loss from Ionized §-Thiocyanatovinyl Aldehydes via ‘Hidden’ Hydrogen 


Rearrangement 201 
R. HERZSCHUH, B. SCHULZE AND M. MUHLSTADT 


ORGANIC MASS SPECTROMETRY, VOL. 19, 1984 v 


152 
165 
| 
183 
190 
~ 
a 


CONTENTS OF VOLUME 19 


Ionization Energy of [NO,]* by Charge Stripping Mass Spectrometry of Nitromethane 
D. STAHL AND F. MAQUIN 


New Techniques 

A New Method for Recording the Collision Gas Pressure Dependence of Product Ion Peaks 
with High Precision 

M. RABRENOVIC, G. W. TROTT, M. S. KIM AND J. H. BEYNON 


A Switching Device for the Better Use of a Peak Matching Unit in Double Ion Monitoring 
C. PAGURA, S. DAOLIO, P. TRALDI AND L. DORETTI 


New Mass Spectra 


Electron Impact Mass Spectrometry of 1-(p-R-Phenyl)-3,3-dimercaptoprop-2-en-1-ones 
E. C. CORTES AND R. MARTINEZ 


NUMBER 5 MAY 1984 


Experimental Investigation of the Molecular Ions of the Xylenes 
J. M. CURTIS, R. K. BOYD, B. SHUSHAN, T. G. MORGAN AND J. H. BEYNON 


A Relation Between Ion Structures and Experimental Overall Cross-sections for Collisionally 
Activated Decomposition 


M. W. E. M. VAN TILBORG AND J. VAN THUUJL 


The Behaviour of Stereoisomeric Ions in the Gas Phase: the Case of Cyclohexanechexa- 
carboxylic Methyl Esters 


G. AUDISIO, M. GRASSI, S. DAOLIO AND P. TRALDI 
Quick Screening of Major Constituents in Plant Tissue by Temperature Programmed 


Fractionation Mass Spectrometry 
C. K. MAK AND R. S. TSE 


Collision Dissociation Study of Negative lon Chemical Ionization (OH ) Fragments of Bornyl 
C.-C, Esters 


A. SELVA, P. TRALDI AND M. BAMBAGIOTTI A. 


The Mass Spectrometric Isomerization of 1-Benzoyl-2-(2 -hydroxy)phenylcyclopropane and 
2-Pheny!-2,3,4,5-tetrahydro-2,5-epoxy[1]benzoxepin to a Common Structure 


P. BRAVO, C. TICOZZI, S. DAOLIO AND P. TRALDI 


The Effect of Configuration of Gas Phase Protonated Ethenedicarboxylates on their Low 
Energy Collision Induced Dissociation Behaviour 


A. WEISZ, A. MANDELBAUM, J. SHABANOWITZ AND D. F. HUNT 


Letters to the Editor 

Evidence for Complex Methyl Loss from the Molecular Ion of 5-Hexene-2-one 
G. G. ATTARDO AND R. T. B. RYE 

The Behaviour of Aromatic Hydrocarbons under Fast Atom Bombardment 

G. DUBE 


Scattering and Ion Structures in Collisionally Activated Dissociation Mass Spectrometry 
J. VAN THUUL 


vi ORGANIC MASS SPECTROMETRY, VOL. 19, 1984 


202 
238 
241 
242 


CONTENTS OF VOLUME 19 


New Mass Spectra 


Mass Spectral Studies on Steroidal Compounds: 9—7a-Azatetrazoles in the Cholestane and 
Stigmastane Series 245 


M. S. AHMAD, S. A. ANSARI, I. A. ANSARI AND G. MOINUDDIN 

Behaviour of 1-Benzoyl-2-aroyl-3-aryicyclopropanes under Electron Impact 247 
D. B. REDDY, B. V. REDDY AND C. D. REDDY 
Electron Impact Mass Spectra of a Series of 1-Aryi-1-alkyltetrachlorocyclotriphosphazenes 
P. J. HARRIS AND K. B. WILLIAMS 
Mass Spectral Studies of 2-Alkyl-4,4-dimethyl-2-oxazolines 
V. P. AGRAWAL AND P. E. KOLATTUKUDY 
Mass Spectrometric Studies of Isomeric Dimethyl 3-(4-Cyanobuta-1,3-dienyl)isoxazole-4,5- 
dicarboxylates 

I. YAVARI 


NUMBER 6 JUNE 1984 


REVIEW PAPER: The Study of Ionic Fragmentation by Photoelectron—Photoion Coincidence 
Spectroscopy 253 


J. DANNACHER 


Secondary Ion Mass Spectrometry of Some Promazines and Photochemistry of Chlorpromazine 
in Glycerol 


D. V. DUNG, J. MARIEN, E. DE PAUW AND J. DECUYPER 
Electron Impact Mass Spectrometry of 4,5-Dihydro-1,2,4-benzothiadiazepine-1,1-dioxide 
Derivatives 

U. VETTORI, G. LESMA, M. NALI AND G. PALMISANO 


Electron Ionization and Chemical Ionization Mass Spectra of Pyridinium and Isoquinolinium 
Yilides 
D. V. BOWEN, P. W. SKETT, J. THORPE AND A. O. PLUNKETT 
Letters to the Editor 
The Loss of Br’ from [(CH,),CBrCOCH,]* 
G. BOUCHOUX AND J. DAGAUT 


Negative Ion Mass Spectra of Hexafluoro-1,3-butadiene, Hexafluoro-2-butyne and Hexa- 
fluorocyclobutene. Identification of the Structural Isomers 


S. SUZER, E. ILLENBERGER AND H. BAUMGARTEL 


New Techniques 


Mixed Solvent Matrices for Fast Atom Bombardment Mass Spectrometry of (4,4'-Disubstituted- 
2,2'-bipyridine)tetracarbonyimetal Complexes of Molybdenum and Tungsten 294 


E. TOLUN, C. J. PROCTOR, J. F. J. TODD, J. M. A. WALSHE AND J. A. CONNOR 


New Mass Spectra 
Mass Spectra of 2,2-Dihydro-5-imino-1,2-oxaphosphol-3-enes 295 
C. KASCHERES, A. KASCHERES AND A. C. JOUSSEF 


Mass Spectra of N’-Isopropylidenealkanohydrazides 
V. P. AGRAWAL 


ORGANIC MASS SPECTROMETRY, VOL. 19, 1984 vii 


| 
285 
291 


CONTENTS OF VOLUME 19 


NUMBER 7 JULY 1984 


Atmospheric Pressure Ionization Mass Spectrometry of the Polychlorinated Dibenzo-p-dioxins 
W. A. KORFMACHER AND R. K. MITCHUM 


The Elimination of Masses 27 and 28 from the [M—OH]* Ion of 2-Nitrotoluene 
C. G. HERBERT, E. A. LARKA AND J. H. BEYNON 


The Fast Atom Bombardment Mass Spectra of Xanthane Dyes 
R. M. BROWN, C. S. CREASER AND H. J. WRIGHT 


Investigation of the Relative Stability of Positive Alkali Halide Cluster lons Generated by Fast 
Atom Bombardment 315 


T. G. MORGAN, M. RABRENOVIC, F. M. HARRIS AND J. H. BEYNON 


Translational Energy Release and Stereochemistry of Steroids: 4—Epimeric 3-Keto and 
3-Hydroxy Steroids 321 


Z. V.1L _— P. DAN, Z. KUSTANOVICH, E. A. LARKA, C. G. HERBERT, J. H. BEYNON AND C. 
DJERASS 


The Substituent Effect on the Single and Double Hydrogen Atom Transfer Reactions in 
para-Substituted Benzoic Acid Isobutyl Esters 326 


S. TOBITA, S. TAJIMA AND T. TSUCHIYA 


Ortho Effect in the Fragmentation of 2-Acetoxychalcones under Electron impact 
R. MENTLEIN AND E. VOWINKEL 


Electron Impact and Chemical Ionization Mass Spectra of Nitro-substituted Polyfunctional 
Isomers 


P. S. KULKARNI, H. V. KAMATH AND S. N. KULKARNI 


Letters to the Editor 


Energy Redistribution Following Proton Transfer Chemical lonization 
E. J. REINER AND A. G. HARRISON 


On the Ethylene Loss from Ionized Tetrahydrothiophene 
H. FRANKE AND H. SCHWARZ 


Detection of Phenyithichydantoin Derivatives of Amino Acids by SIMS 
A. BENNINGHOVEN AND V. ANDERS 


Secondary Ion Mass Spectrometry of Biomolecules in the Pico- and Femto-mol Range 
A. BENNINGHOVEN, E. NIEHUIS, T. FRIESE, D. GREIFENDORF AND P. STEFFENS 


New Techniques 
A Simple Arrangement for Pressure Measurements in the Ionization Chamber 347 
S. DAOLIO, B. FACCHIN, C. PAGURA AND P. TRALDI 


New Mass Spectra 


Mass Spectra of Citreoviridin A and Related Mycotoxins 
S. REBUFFAT, D. MOLHO AND P. DIZABO 


Mass Spectra of some Dithiophosphonic Esters of Glycol 
E. R. J. WILS AND A. G. HULST 


vili ORGANIC MASS SPECTROMETRY, VOL. 19, 1984 


= 
= 


CONTENTS OF VOLUME 19 


NUMBER 8 AUGUST 1984 


The Reactions of Metastable [C,H,,O]" Ions with the Oxygen on the Second Carbon 
D. J. MCADOO, C. E. HUDSON, F. W. MCLAFFERTY AND T. E. PARKS 


Ion—Molecule Reaction in the Gas Phase: 3—Nucleophilic Substitution of 17&-R-5a,14B- 
Androstane-14,17&-Diols under [NH,]* Chemical Ionization Conditions 


J. C. TABET, M. BERTRANNE, J. C. BELOEIL AND D. STAHL 


Mass Spectrometric Investigation of Phenyithioviny! Chlorides 
C. PARADISI, G. SCORRANO, S. DAOLIO AND P. TRALDI 


The Formation of the Anilinium Ion from the Ammonium Ion in the Ammonia Chemical 
Ionization of Substituted Benzenes 
J. A. STONE, D. E. SPLINTER, J. MCLAURIN AND A. C. M. WOJTYNIAK 


Low Energy, Low Temperature Mass Spectra: 2—Low Energy, Low Temperature Mass 
Spectra of Some Small Saturated Alcohols and Ethers 


R. D. BOWEN AND A. MACCOLL 


Structures and Relative Energies of Gas Phase [C,H,O]* Ions 
R. H. NOBES AND L. RADOM 


The Heats of Formation of some Protonated Olefinic Carbonyl Compounds: [C,H,O]* and 
{C,H,0,]° 


G. BOUCHOUX, Y. HOPPILLIARD, P. JAUDON AND R. HOURIET 


LAMMA Mass Spectra of 6-Diketone, Bis(benzoylacetone)ethylenediimine and 
Bis(salicylidene)ethylenediimine Complexes of some Transition Metals 


K. E. ROHLY, J. S. HEFFREN AND B. E. DOUGLAS 


New Mass Spectra 


Mass Spectra of some Derivatives of 2H- and 4H-1,3-Benzothiazines 
J. TAMAS, J. SZABO, L. FODOR AND G. BERNATH 


Electron Ionization Mass Spectrometry of Isonicotines (1-Methyl-3-pyrrolidiny! Pyridines) 
D. F. MAGIN, W. N. EINOLF AND H. V. SECOR 


Book Review 


NUMBER 9 SEPTEMBER 1984 


Isomerization of [C,H.—C,H,O]** Ions: The Case of 1-Phenylpropenol 
J. P. DENHEZ AND H. E. AUDIER 


Doubly Charged Ion Mass Spectra: 8—Alkenes 
J. R. APPLING, K. M. MUSIER AND T. F. MORAN 


Mass Spectra of Ethenol and its Deutero Analogues 
F. TURECEK AND V. HANUS 


353 


363 


370 


375 


379 


385 


394 


398 


403 


405 


406 


407 


412 


423 


ORGANIC MASS SPECTROMETRY, VOL. 19, 1984 ix 


| 
| 


CONTENTS OF VOLUME 19 


Reaction Gas Chromatography/Mass Spectrometry: 4—Structure Elucidation of Cyclic 
Sulphides by Gas Chromatography/Mass Spectrometry with the Use of On-line Hydro- 
desulphurization 

A. L MIKAYA, E. A. TRUSOVA, V. G. ZAIKIN, N. P. VOLINSKY, E. N. KARAULOVA AND G. D. 
GAL’PERN 


Electron Impact Mass Spectra of 1,3,4-Thiadiazolo[3,2-a}pyrimidin-7-one and Isomeric -5-one 
Derivatives 


S. FOTI, F. RUSSO, A. SANTAGATI AND M. SANTAGATI 


Ortho Effects in Organic Molecules on Electron Impact: 12—Mechanism of the H,O Loss from 
the Molecular Ion of 2-(Phenylamino)benzoic Acid 


D. V. RAMANA AND R. SRINIVAS 


Collisionally Induced Dissociative Ionization of Neutral Products from Unimolecular Ion 
Fragmentations: 1—Neutral Product Structures 


P. C. BURGERS, J. L. HOLMES, A. A. MOMMERS, J. E. SZULEJKO AND J. K. TERLOUW 


Matrix Effects in the Fast Atom Bombardment Protonation of Carbohydrates 
G. PUZO AND J.-C. PROME 


The Generation of Triplet Methoxy Cations 

P. C. BURGERS AND J. L. HOLMES 

Letters to the Editor 

Extensive Skeletal Rearrangements in 2-(2-Nitrophenyl)benzoxazole on Electron Impact 
D. V. RAMANA AND T. R. G. KARTHA 


Stereoelectronic Effects on the Fragmentation of 2,9-Diazabicyclo[4.4.0}decane Derivatives 
V. HANUS, F. TURECEK, A. M. FARAG AND M. TICHY 


An Ion Beam Deflector for Use in the Analysis of Neutral Products of Ion Fragmentations 
J. L. HOLMES AND A. A. MOMMERS 


New Mass Spectra 


Mass Spectral Fragmentation of some 2-Acetyicycloalkanones 
S. T. HAMDI AND K. A. K. EBRAHEEM 


Mass Spectra of Substituted 2-Imidazolin-4(5)-ones and their Thio Analogues 
U.-I. ZAHORSZKY AND J. NYITRAI 


Electron Impact Mass Spectra of Some Tertiary B-Oxonitroso Compounds. Formation of the 
(M+1]* Ion 
L. KONOPSKI AND J. ZAKRZEWSKI 


NUMBER 10 OCTOBER 1984 


Mechanism of CO Loss for Protonated 1-Indanone and Isomeric [C,H,O]* Ions 
H. E. AUDIER AND A. MILLIET 


Ion—Molecule Reaction in the Gas Phase: 4—Stereospecific Nucleophilic Substitution under 
Ammonia Chemical Ionization Conditions from Diastereomeric Methyl and Benzyl Ethers of 
3-Hydroxy Steroids 


J.-C. TABET, Y. TONDEUR, Y. HIRANO, A. WEGMANN, P. TECON AND C. DJERASSI 


x ORGANIC MASS SPECTROMETRY, VOL. 19, 1984 


452 
457 
473 


CONTENTS OF VOLUME 19 _ 
Mass Spectrometry of B-Keto Aldehydes: Novel Hydroxyl Transfer Reactions 482 | | 
P. S. KULKARNI, S. V. KAMATH, H. V. KAMATH AND S. N. KULKARNI | 
Differentiation of Polycyclic Aromatic Hydrocarbons Using Electron Capture Negative Chemi- . t 
cal Ionization 486 {, 
M. V. BUCHANAN AND G. OLERICH 
Mechanisms of Ion Formation in Field Desorption of Oligosaccharides 490 = 
D. E. C. ROGERS AND P. J. DERRICK 
Electron Impact Mass Spectrometry of Some Benzodioxole Derivatives of Pharmacological ‘ 
Interest, their Synthons and Synthetic Intermediates 496 
G. PODDA, A. MACCIONI, A. M. FADDA, S. DAOLIO, B. PELLI AND P. TRALDI 
Mechanism for the Formation of [M—1]* in Flavones 502 
F. H. GUIDUGLI, M. J. PESTCHANKER, J. KAVKA AND P. JOSEPH-NATHAN A 
Fragmentation of Selected C,H,,.O Isomers: Evidence for a Common [C,H,O]* lon Generated \ 
by Methyl Loss from Cyclohexene Oxide and 5,6-Dihydro-4-methyi-2H-pyran 506 ; 
M. ALAI AND R. T. B. RYE . 
Chemical Ionization Mass Spectra of Alkyiphenol and Linear Alcohol Polyethoxylates 510 
E. STEPHANOU 
Heat of Formation for the SH Radical by Photoionization Mass Spectrometry 514 i] 
J. C. TRAEGER 
Letters to the Editor ; 
Use of Sodium Bicarbonate for in situ Generation of Reagent Gas for Negative Chemical ; 
Ionization in Electron Impact Source 517 
K. P. MADHUSUDANAN 
Electron Impact Mass Spectra of Permethylated N-Methyl,N-phenyl(giucopyranosyi-1- 
deoxyglucitol-1-yl)amines 518 
E. G. PIOTROWSKI, LA. LOW, S. OSMAN AND R. H. LIU . 
The Ring Opening of the Benzocyclobutene Radical Cation 519 
G. S. GROENEWOLD, E. K. CHESS AND M. L. GROSS ‘ 
The Use of On-line H/D Exchange for the Investigation of Alcohols and Carbonyl Compounds | 
by Reaction Gas Chromatography/Mass Spectrometry 521 
A. L MIKAYA, V. G. ZAIKIN, A. V. ANTONOVA AND N. S. PROSTAKOV aa 
Metastable Fragmentation of 2-Methylbutanoic Acid 522 ‘4 
H. E. AUDIER, A. MILLIET AND G. SOZZI 
New Mass Spectra 
Doubly Charged Ion Mass Spectra of Terpenes 524 aan 
J. R. APPLING, K. M. MUSIER, L. E. ABBEY AND T. F. MORAN 
Decomposition of Thiopyrans to Thiophenes Under Electron Impact 528 
K. BOGDANOWICZ-SZWED AND K. NAGRABA ; 
ORGANIC MASS SPECTROMETRY, VOL. 19, 1984 xi ’ 


CONTENTS OF VOLUME 19 


NUMBER 11 SEPTEMBER 1984 


Mass Spectrometry im Structural and Stereochemical Problems: 261—The Effect of 
Stereochemistry on the Course of the Characteristic Ring D Fragmentation of Steroid 
Hydrocarbons 


D. G. PATTERSON, M. J. HALEY, I. MIDGLEY AND C. DJERASSI 


The Site of Gas-Phase Cation Attachment. The Protonation, Methylation and Ethylation of 
Morpholine, Thiomorpholine and 1,4-Thioxane 


D. J. BURINSKY AND J. E. CAMPANA 


Collision Energy Effects in Tandem Mass Spectrometry as Revealed by a Proton-bound Dimer 
Ton 


S. A. MCLUCKEY 


Probing Molecular Structure by the Chemical Resolution of Hydrogen Migrations 
T. KEOUGH 


Effects of Stereoisomerism on the Electron Impact Fragmentation of Some Compounds with an 
Eburnane Skeleton 


G. CZIRA, J. TAMAS AND G. KALAUS 

Mass Spectrometry of 7,7’,8,8’-Tetracyanoquinodimethane and of Some of its Radical Anion 
Salts 

N. MERMILLIOD AND N. SELLIER 


Structure Determination of [C,H,N,]* Ions, Formed from Monosubstituted Pyrazoles 
C,H,N,R, by Collision-induced Dissociation Mass Spectrometry 


M. W. E. M. VAN TILBORG AND J. VAN THUDJL 


An Energy-resolved Study of the Fragmentation of Ionized 1-Penten-3-ol 
J. J. ZWINSELMAN AND A. G. HARRISON 


Structural Identification of Fatty Acid Methyl Esters by Collision Spectra of Their [M—H]" 
Species 


M. BAMBAGIOTTI A., S. A. CORAN, V. GIANNELLINI, F. F. VINCIERI, S. DAOLIO AND P. TRALDI 


Letters to the Editor 


A New Versatile Matrix for Fast Atom Bombardment Analysis 
J. MEILI AND J. SEIBL 


Freon-113 as a Reagent Gas in the Negative Chemical Ionization of Phenols and Acidic 
Fractions of Coal-derived Liquids 


G. B. ANDERSON, R. B. JOHNS, Q. N. PORTER AND M. G. STRACHAN 


New Mass Spectra 


Fast Atom Bombardment Mass Spectra of Protected Deoxyribodinucleotides 
J. ULRICH, A. GUY, D. MOLKO AND R. TEOQULE 


Electron Impact Mass Spectra of New a,B- or B,y-Unsaturated a-Amino Esters 
G. BOURGEOIS, M. BOURHIS AND R. GOLSE 


xii ORGANIC MASS SPECTROMETRY, VOL. 19, 1984 


val 
531 
tee 
545 
S55 
563 


CONTENTS OF VOLUME 19 
Mass Spectra of Acyclic Multidentate Ligands Containing 2,2'-Dipyridine and/or Pyridine 
Moieties 
G. R. NEWKOME, V. K. GUPTA AND S. PAPPALARDO 


NUMBER 12 DECEMBER 1984 


Mass Spectrometry of Aryl-substituted Benzoyicyclopropanes 
F. S. GUZIEC, JR., F. A. LUZZIO, T. J. YU AND P. VOUROS 


Mass Spectrometry of Bis-quinolizidine Alkaloids: Lactams of Sparteine and a-Isosparteine 
U. MAJCHRZAK-KUCZYNSKA, M. WIEWIOROWSKI AND E. WYRZYKIEWICZ 


Intermolecular O-Methylation During EIMS of Quaternary Methoiodides of Isoquinoline 
Alkaloids 
Z. HUANG, J. ZHU AND Y. ZHOU 


The Potential Energy Surface for the [C,H,O]* System: The Ketene Radical Cation 
and its Isomers 


W. J. BOUMA, P. M. W. GILL AND L. RADOM 
Stereoisomeric Fragment Ions Arising from Decomposition of Enol Cation Radicals of 
Different Internal Energy Content 

T. WEISKE, H. HALIM AND H. SCHWARZ 
Mass Spectral Fragmentation Pathways in 2,4,6-Trinitrotoluene Derived from a MS/MS 
Unimolecular and Collisionally Activated Dissociation Study 

W. R. CARPER, R. C. DOREY, K. B. TOMER AND F. W. CROW 
Basicity of Azoles: 5—Experimental Gas Phase Basicities Determined by Mass Spectrometry 
Towards ab initio Calculated Protonation Energies 

R. FLAMMANG, A. MAQUESTIAU, J. CATALAN, P. PEREZ AND J. ELGUERO 
Loss of Methyl from [H,C—C(OH)—CH,]” Ions Prepared by Electron Impact Ionization of 
Unstable 2-Hydroxypropene 

F. TURECEK AND V. HANUS 


Intramolecular Cyano Group Transfer in Some Ylidenemalononitrile Dimers 
M. J. MOKROSZ 


Letters to the Editor 


Novel Rearrangement in Mass Spectra of 3-Substituted Benzotriazin-4-ones 
A. J. MELVILLE AND R. D. BOWEN 


Experimental Evidence for the Two-step Nature of Methyl Loss from Ionized Dimethyl Ether 
K. BCKART, W. ZUMMACK AND H. SCHWARZ 


Further Characterization of Isomeric [C,H,]* Ions 
C. KOPPEL AND F. W. MCLAFFERTY 


New Mass Spectra 


Electron Impact Study of Cyclic 2-Alkylimines 
C. A. ZEZZA AND M. B. SMITH 


610 


617 


623 


627 


631 


ORGANIC MASS SPECTROMETRY, VOL. 19, 1984 xiii 


CONTENTS OF VOLUME 19 


Mass Spectra of Some Triarylibismuthines 
M. GIELEN, P. BRAS AND J. WOLTERS 


The Cyclopropyicarbinyi Group in Mass Spectral Fragmentations 
M. B. SMITH AND R. T. HRUBIEC 


xiv ORGANIC MASS SPECTROMETRY, VOL. 19, 1984 


‘a 
4 
Ap 
Wa 
aa 


